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In the title compound, C22H26N4O2, the phenyl ring and 
hydroxybenzene group are twisted with respect to the central 
pyrazolone ring, making dihedral angles of 54.05 (5) and 
21.80 (6)°, respectively. One of the ethyl groups is disordered 
over two positions with site occupancies of 0.872 (6) and 
0.128 (6). The molecular structure features short intra- 
molecular O— H- ■ N and C— H- ■ O contacts. The crystal 
packing exhibits weak intermolecular C— H- ■ O and C— 
H- ■ -7T interactions. 

Related literature 

For biological activities of pyrazolone derivatives, see: Gursoy 
et al. (2000); Ragavan et al. (2009). For related structures, see: 
Wang et al. (2007); Zhu et al (2008). 




Monoclinic, C2/c 
a = 17.2794 (6) A 
b = 7.1853 (3) A 
c = 32.9711 (12) A 
P = 101.652 (1)° 
V = 4009.3 (3) A 3 

Data collection 

Bruker Kappa APEXII 
diffractometer 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
Tni* = 0.977, r m _ = 0.984 

Refinement 

R[F 2 > 2a(F 2 )} = 0.049 

wR(F 2 ) = 0.126 

S = 1.03 

4398 reflections 

274 parameters 



Table 1 

Hydrogen-bond geometry (A, °). 



Mo Ka radiation 
(l = 0.08 mm~' 
T = 295 K 

0.28 x 0.24 x 0.20 mm 



21210 measured reflections 
4398 independent reflections 
3293 reflections with / > 2a(I) 
R,„, = 0.029 



3 restraints 

H-atom parameters constrained 
Ap max = 0.33 e A~ 3 
Ap mi „ = -0.18 e A~ 3 



Cgl and Cgl are the centroids of the N1/N2/C7/C8/C9 and C1-C6 rings, 
respectively. 
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Symmetry codes: (i 
-.v+l.v, -z+|. 


1 x - 1, y + 1 z; 


(ii) x, y - 


l,z; (iii) x, 





Experimental 

Crystal data 
C 2 2H 26 N 4 0 2 



Data collection: APEX2 (Bruker, 2004); cell refinement: SAINT 
(Bruker, 2004); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
PLATON (Spek, 2009); software used to prepare material for 
publication: SHELXL97. 

The authors acknowledge the SAIF, IIT, Madras, for the 
data collection. 



Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: GK2400). 
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4-[(£)-(4-Diethylamino-2-hydroxybenzylidene)amino]-l,5-dimethyl-2-phenyl-l//-pyrazol-3(2//)- 



K. Manvizhi, G. Chakkaravarthi, G. Anbalagan and G. Rajagopal 
Comment 

Pyrazolone derivatives exhibit antipyretic, anti-inflammatory, antibacterial and antifungal (Gursoy et ah, 2000; Ragavan et 
ah, 2009) activities. The geometric parameters of the title compound, (Fig. 1) agree well with the reported similar structures 
(Wang et al, 2007; Zhu et ah, 2008). 

The phenyl ring (C1-C6) and hydroxybenzene group (C13-C18) are twisted with respect to the pyrazolone ring (Nl/ 
N2/C7/C8/C9), making the dihedral angles of and 54.05 (5) and 21.80 (6)°, respectively. One of the ethyl groups is dis- 
ordered over two positions with site occupancies of 0.872 (6) and 0.128 (6). The molecular structure is stabilized by weak 
intramolecular O — H - N and C — H-0 interactions and the crystal packing exhibits weak intermolecular C — H-0 and 
C — H- -7I interactions (Table 1 & Fig. 2). 



A solution of l-phenyl-2,3-dimethyl-4-amino-3-pyrazolin-5-one (0.203 g, 1 mmol) in ethanol (5 ml) was added to a solution 
of 4-diethylamino-2-hydroxybenzaldehyde (0.193 g, 1 mmol) in ethanol (5 ml). The reaction mixture was stirred for 2 h at 
room temperature then heated to reflux for 2 h and kept at 273 K for 4h. The characteristic pale-green precipitate obtained 
was fdtered and recrystallized by dissolving in methanol (m.p. 438 K). Single crystals suitable for X-ray diffraction were 
obtained by slow evaporation of a solution of the title compound in methanol at room temperature. 



The site occupancy factors for disordered C atoms of one of the ethyl groups refined at: C21 sof = 0.872 (6), C22 sof = 
0.872 (6), C21A sof = 0.128 (6), C22A sof = 0.128 (6). The bond distances N4— C21A and C21A— C22A were restrained 
to 1.48 (1) A and 1.54 (1) A, respectively and the non-bonding distance N4 — C22A was restrained to 2.34 (1) A. All H 
atoms were positioned geometrically with C — H = 0.93-0.97 A and O-H = 0.82 A and allowed to ride on their parent atoms, 
withU iso (H) = 1.5U eq (0) or 1.2U eq (C) or 1.5U eq (C met hyi). 

Figures 



one 



Experimental 



Refinement 




Fig. 1. The molecular structure of the title compound and 30% probability displacement el- 
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Fig. 2. The crystal packing of the title compound. Hydrogen bonds are shown as dashed lines. 
H atoms not involved in hydrogen bonding have been omitted. 



4-[(f)-(4-Diethylamino-2-hydroxybenzylidene)amino]-1 ,5-dimethyl- 2-phenyl-1 H-pyrazol-3(2H)-one 



Crystal data 

C 22 H 26 N 4 02 
M,-= 378.47 
Monoclinic, C2/c 
Hall symbol: -C 2yc 
a = 17.2794 (6) A 
6 = 7.1853 (3) A 
c = 32.9711 (12) A 
(3= 101.652 (1)° 

V= 4009.3 (3) A 3 

Z=8 



F(000) = 1616 

D x = 1.254 MgnT 3 

Mo Ka radiation, X = 0.71073 A 

Cell parameters from 22393 reflections 

6 = 2.4-27.1° 

H = 0.08 m 1 
7=295 K 
Block, colourless 
0.28 x 0.24 x 0.20 mm 



Data collection 



Bruker Kappa APEXII 
diffractometer 

Radiation source: fine- focus sealed tube 

graphite 

co and tp scans 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
r min = 0.977, J max = 0.984 
21210 measured reflections 



4398 independent reflections 

3293 reflections with / > 2a(i) 
*W = 0.029 



h = -18^22 

k = -8^9 
/= -42^41 



Refinement 



Refinement on F 
Least-squares matrix: full 



R[F 2 > 2a{F 2 )} = 0.049 



wR(F z ) = 0.126 

S= 1.03 

4398 reflections 
274 parameters 
3 restraints 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 

w = l/[o 2 (Fo 2 ) + (0.052P) 2 + 2.4774P] 
where P = (F 0 2 + 2F c 2 )/3 
(A/o-) max < 0.001 



= 0.33 e. 



Ap m in = -0.18eA 
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Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
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Atomic displacement parameters (A 2 ) 
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C21A 0.066 (10) 0.051 (10) 0.045 (9) -0.005 (7) 0.028 (8) 0.015 (7) 

C22A 0.109 (17) 0.061 (14) 0.105 (19) -0.019 (12) 0.016 (14) -0.003 (13) 



Geometric parameters (A, °) 
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Hydrogen-bond geometry (A, °) 

Cgl and Cg2 are the centroids of the N1/N2/C7/C8/C9 and C1-C6 rings, respectively. 
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Symmetry codes: (i) x-1/2, y+l/2, 
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